Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.003 Å; disorder in main residue; R factor = 0.041; wR factor = 0.122; data-to-parameter ratio = 10.7.
Related literature
For the enhancement of the biological activity of F and CF 3 containing molecules compared to their unfluorinated analogues, see: Vrá bel et al. (2007) ; Wilson & Danishefsky (2010) ; Bravo et al. (1994) ; Jung et al. (2002) . For the synthesis of the title compound, an intermediate for the synthesis of biologically active compounds, see: Corey et al. (1996) ; Weeratunga et al. (1987) ; Wu et al. (2004) .
Experimental
Crystal data C 11 H 9 F 3 O 5 M r = 278.18 Triclinic, P1 a = 9.3608 (10) Å b = 12.6895 (14) Å c = 14.6765 (16) Å = 97.007 (2) = 93.625 (2) = 102.983 (2) V = 1678.7 (3) Å 3 Z = 6 Mo K radiation = 0.16 mm À1 T = 173 K 0.10 Â 0.10 Â 0.10 mm
Data collection
Bruker APEXII CCD diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2005) T min = 0.984, T max = 0.984 8355 measured reflections 5842 independent reflections 4928 reflections with I > 2(I) R int = 0.021
Figure 1
The asymmetric unit view of the title compound with displacement ellipsoids drawn at the 50% probability level. H atoms are represented as small spheres of arbitrary radii. (9) 0.0231 (9) 0.0070 (7) 0.0041 (7) 0.0030 (7) C2 0.0323 (10) 0.0223 (9) 0.0223 (9) 0.0061 (7) −0.0012 (7) 0.0028 (7) C3 0.0376 (11) 0.0331 (10) 0.0251 (10) 0.0095 (9) −0.0019 (8) 0.0012 (8) C4 0.0261 (9) 0.0228 (9) 0.0270 (9) 0.0049 (7) −0.0013 (7) 0.0040 (7) C5 0.0247 (10) 0.0436 (12) 0.0313 (10) 0.0075 (9) 0.0026 (8) −0.0035 (9) C6 0.0287 (10) 0.0223 (9) 0.0237 (9) 0.0041 (7) 0.0028 (7) 0.0018 (7) C7 0.0296 (10) 0.0237 (9) 0.0208 (9) 0.0040 (7) −0.0016 (7) 0.0010 (7) C8 0.0269 (10) 0.0233 (9) 0.0266 (9) 0.0032 (7) 0.0006 (7) 0.0037 (7) C9 0.0303 (10) 0.0374 (11) 0.0290 (10) 0.0057 (8) 0.0030 (8) 0.0060 (8) C10 0.0416 (12) 0.0398 (11) 0.0304 (10) 0.0076 (9) 0.0090 (9) 0.0113 (9) C11 0.0421 (14) 0.0574 (15) 0.0715 (17) 0.0114 (12) 0.0225 (12) 0.0110 (13) C12 0.0320 (10) 0.0260 (9) 0.0216 (9) 0.0095 (8) 0.0053 (7) 0.0037 (7) C13 0.0333 (10) 0.0260 (9) 0.0229 (9) 0.0066 (8) −0.0004 (8) 0.0012 (7) C14 0.0393 (12) 0.0420 (12) 0.0280 (10) 0.0080 (9) −0.0018 (9) −0.0049 (9) C15 0.0258 (9) 0.0259 (9) 0.0257 (9) 0.0040 (7) 0.0004 (7) 0.0049 (7) C16 0.0259 (10) 0.0394 (11) 0.0363 (11) 0.0050 (8) 0.0046 (8) −0.0034 (9) C17 0.0291 (10) 0.0234 (9) 0.0203 (9) 0.0055 (7) 0.0047 (7) 0.0036 (7) C18 0.0293 (10) 0.0244 (9) 0.0219 (9) 0.0039 (7) −0.0008 (7) 0.0029 (7) C19 0.0264 (9) 0.0266 (9) 0.0234 (9) 0.0058 (7) 0.0024 (7) 0.0061 (7) C20 0.0291 (10) 0.0427 (11) 0.0270 (10) 0.0087 (9) 0.0045 (8) (11) 0.0103 (10) 0.0011 (10) 0.0043 (9) C26 0.0305 (10) 0.0224 (9) 0.0310 (10) 0.0064 (7) 0.0004 (8) 0.0033 (7) C27 0.0286 (10) 0.0443 (12) 0.0326 (10) 0.0080 (9) 0.0039 (8) 0.0044 (9) C28 0.0310 (10) 0.0208 (9) 0.0268 (9) 0.0049 (7) 0.0036 (8) 0.0037 (7) F9 0.0491 (11) 0.102 (2) 0.0359 (9) 0.0194 (12) −0.0100 (7) −0.0001 (11) F9B 0.042 (7) 0.065 (9) 0.056 (7) −0.011 (6) −0.016 (6) 0.012 (7) O1 0.0248 (7) 0.0443 (8) 0.0283 (7) 0.0074 (6) −0.0019 (5) 0.0019 (6) O2 0.0266 (7) 0.0425 (8) 0.0255 (7) 0.0059 (6) 0.0037 (5) −0.0018 (6) O3 0.0273 (7) 0.0540 (9) 0.0351 (8) 0.0020 (7) −0.0033 (6) −0.0017 (7) O4 0.0358 (7) 0.0327 (7) 0.0260 (7) 0.0067 (6) 0.0094 (6) 0.0026 (5) O5 0.0402 (9) 0.0381 (8) 0.0459 (9) 0.0005 (7) 0.0076 (7) 0.0018 (7) O6 0.0254 (7) 0.0481 (9) 0.0310 (7) 0.0023 (6) 0.0004 (6) −0.0042 (6) O7 0.0250 (7) 0.0414 (8) 0.0275 (7) 0.0067 (6) 0.0041 (5) −0.0026 (6) O8 0.0291 (7) 0.0477 (9) 0.0380 (8) 0.0017 (6) −0.0017 (6) −0.0002 (7) O9 0.0367 (8) 0.0392 (8) 0.0259 (7) 0.0136 (6) 0.0089 (6) 0.0018 (6) O10 0.0526 (10) 0.0443 (9) 0.0478 (9) 0.0061 (7) 0.0148 (8) 0.0091 (7) O11 0.0298 (7) 0.0524 (9) 0.0307 (7) 0.0103 (6) −0.0004 (6) 0.0070 (6) O12 0.0287 (7) 0.0409 (8) 0.0264 (7) 0.0072 (6) 0.0041 (5) 0.0044 (6) O13 0.0317 (8) 0.0565 (10) 0.0582 (11) 0.0059 (7) −0.0002 (7) 0.0138 (8) O14 0.0552 (9) 0.0282 (7) 0.0364 (8) 0.0045 (6) 0.0207 (7) 0.0017 (6) O15 0.0506 (10) 0.0347 (8) 0.0508 (9) −0.0011 (7) 0.0165 (8) −0.0044 (7) Geometric parameters (Å, º)
6-Methoxymethoxy-7-trifluoromethyl-1,3-benzodioxole-5-carbaldehyde
1.500 (2) C20-H20 0.9500 C3-F1 (18) 
